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ha in nodes : 

17 18 19 20 21 22 23 24 25 26 27 28 29 30 43 
ing nodes : 

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 31 32 33 34 35 36 
chain bonds : 

5-43 17-18 17-19 20-21 21-22 23-24 25-26 26-27 28-29 29-30 30-31 
ing bonds : 

1- 2 1-6 2-3 2-7 3-4 3-11 4-5 5-6 7-8 7-12 8-9 8-15 9-10 10-11 12-13 13-14 
14-15 31-32 31-36 32-33 33-35 34-35 34-36 

exact/norm bonds : 

2- 7 3-11 5-43 8-9 9-10 10-11 17-18 17-19 20-21 21-22 23-24 25-26 26-27 28-29 
29-30 30-31 31-32 31-36 32-33 33-35 34-35 34-36 

normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 7-8 7-12 8-15 12-13 13-14 14-15 



G1:0,S,N 

G2: [*1] , [*2] , [*3] , [*4] , [*5] 
Match level : 

l:Atom 2: Atom 3 : Atom 4: Atom 5: Atom 6: Atom 7: Atom 8 : Atom 9: Atom 10: Atom 11: Atom 
12:Atom 13:Atom 14 : Atom 15:Atom 17:CLASS 18:CLASS 19:CLASS 20:CLASS 21: CLASS 
22: CLASS 23: CLASS 24: CLASS 25: CLASS 26: CLASS 27: CLASS 28: CLASS 29: CLASS 30: CLASS 
31: Atom 32: Atom 33 : Atom 34 : Atom 35:Atom 36:Atom 43:CLASS 
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TI Process for preparing chiral diol sulfones and dihydroxy acid HMG CoA 

reductase inhibitors 
IN Brodfuehrer, Paul R.; Sattelberg, Thomas R. , Sr.; Kant, Joydeep; Qian, 

Xinhua 
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AB Title Compds. I and II [XI = F3CS03, MeS03, 4-MeC6H4S03, RS, RS02; R = 
{ un ) substituted tetrazolyl, Ph, 2-benzoxazolyl , 2-benzothiazolyl ; Rl = 
alkyl, cycloalkyl, aralkyl, Cbz; R2 = substituted tetrahydronaphthyl , 
pyrrolyl, pyrimidinyl, pyridinyl] were prepared as intermediates for HMG CoA 
inhibitors. Thus, the diol III was prepared as its arginine salt from the 
benzocycloheptapyridinecarboxaldehyde and the sulfone I [XI = 
l-phenyl-5-tetrazolylsulf onyl , Rl = CMe3] , both of which were prepared in 
several steps. 

IT 380460-35-5 

RL: RCT (Reactant); RACT (Reactant or reagent) 

(process for preparing chiral diol sulfones and dihydroxy acid HMG CoA 
reductase inhibitors) 

RN 380460-35-5 CAPLUS 

CN [ 1 ] Benzoxepino [ 5, 4-b] pyridine-3-carboxylic acid, 4- (4-f luorophenyl ) -5, 6- 
dihydro-2-(l-methylethyl)-, methyl ester ( 9CI ) (CA INDEX NAME) 
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* STRUCTURE DIAGRAM TOO LARGE FOR DISPLAY - AVAILABLE VIA OFFLINE PRINT * 

AB Title compds. I [X = O, S, SO, S02, NR7; Z - HOCHCH2CH ( OH ) CH2C02R3, 

4-hydroxy-2-oxopyran-6-yl, etc.; n = 0, 1; Rl, R2 - alkyl, arylalkyl, 
cycloalkyl, alkenyl, cycloalkenyl , aryl, heteroaryl, cycloheteroalkyl; R3 
- H, alkyl, metal ion; R4 - H, halo, CF3, etc.; R7 = H, alkyl, aryl, 
alkanoyl, aroyl, alkoxycarbonyl , etc.; R9, R10 = H, alkyl], were prepared 
HMG CoA reductase inhibitors active in inhibiting cholesterol 
biosynthesis, modulating blood serum lipids such as lowering LDL 
cholesterol and/or increasing HDl cholesterol, and treating 
hyperlipidemia, hypercholesterolemia, hypertriglyceridemia and 
atherosclerosis (no data) . A multistep synthesis of II is reported. 

IT 380460-00-4P 380460-02-6P 380460-04-8P 
380460-06-OP 380460-13-9P 380460-17-3P 
380460-19-5P 380460-21-9P 380460-23-1P 
380460-35-5P 

RL: RCT (Reactant); SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(preparation of benzoxepinopyridines as HMG-CoA reductase inhibitors fo 
treatment of hyperlipidemia, hypercholesterolemia, 
hypertriglyceridemia, atherosclerosis, and other disorders) 
RN 380460-00-4 CAPLUS 

CN [1] Benzoxepino [5, 4-b] pyridine-3-carboxylic acid, 2-cyclopropyl-4 - ( 4- 
fluorophenyl )-5, 6-dihydro-, ethyl ester ( 9CI ) (CA INDEX NAME) 




RN 
CN 



380460-02-6 CAPLUS 

[1] Benzoxepino [ 5, 4-b]pyridine-3-methanol, 2-cyclopropyl-4- ( 4-f luorophenyl ) 
5, 6-dihydro- (9CI) (CA INDEX NAME) 
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F 



RN 380460-04-8 CAPLUS 

CN [1] Benzoxepino [ 5, 4-b] pyridine, 3- ( bromomethyl ) -2-cyclopropyl-4- [4- 
fluorophenyl)-5,6-dihydro~ ( 9CI ) (CA INDEX NAME) 




RN 380460-06-0 CAPLUS 

CN Phosphonic acid, [ [2-cyclopropyl-4- ( 4-f luorophenyl ) -5, 6- 

dihydro [1] benzoxepino [5, 4-b] pyridin-3-yl] methyl] -, diethyl ester (9CI) 
(CA INDEX NAME) 




RN 380460-13-9 CAPLUS 

CN [1 ] Benzoxepino [ 5, 4-b] pyridine, 2-cyclopropyl-3- 

[ (diphenylphosphinyl ) methyl] -4- ( 4-f luorophenyl ) -5, 6-dihydro- ( 9CI ) (CA 
INDEX NAME) 




RN 380460-17-3 CAPLUS 

CN [1] Benzoxepino [5, 4-b] pyridine-3-carboxylic acid, 4- ( 4-f luorophenyl ) -5, 6- 
dihydro-2-(l-methylethyl)-, ethyl ester (9CI) (CA INDEX NAME) 
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RN 380460-19-5 CAPLUS 

CN [1 ] Benzoxepino [ 5, 4-b] pyridine- 3-methanol , 4- ( 4-f luorophenyl ) -5, 6-dihydro-2- 
(1-methylethyl)- ( 9CI ) (CA INDEX NAME) 



i-Pr 




RN 380460-21-9 CAPLUS 

CN [1 ] Benzoxepino [ 5, 4-b] pyridine, 3- ( bromomethyl ) -4- ( 4-f luorophenyl ) -5, 6- 
dihydro-2- (1-methylethyl ) - ( 9CI ) (CA INDEX NAME) 



i-Pr 




RN 380460-23-1 CAPLUS 

CN [1] Benzoxepino [5, 4-b] pyridine , 3- [ (diphenylphosphinyl ) methyl ] -4- (4- 
fluorophenyl)-5, 6-dihydro-2- ( l-methylethyl ) - (9CI) (CA INDEX NAME) 



i-Pr 




F 



10602752 



RN 380460-35-5 CAPLUS 

CN [l]Benzoxepino[5, 4-b] pyridine-3-carboxylic acid, 4- ( 4-f luorophenyl ) -5, 6- 
dihydro-2-(l-methylethyl)-, methyl ester ( 9CI ) (CA INDEX NAME) 
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AB The title compds . I [X = O, S; Z - HOCHCH2CH (OH ) CH2C02R3, 

4-hydroxy-2-oxopyran-6-yl; n - O, 1; Rl and R2 are the same or different 
and are independently selected from alkyl, arylalkyl, cycloalkyl, alkenyl, 
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cycloalkenyl, aryl, heteroaryl or cycloheteroalkyl; R3 - H, alkyl; R4 - H, 
halo, CF3, etc.; R9, RIO - H, alkyl], HMG CoA reductase inhibitors and 
active in inhibiting cholesterol biosynthesis, modulating blood serum 
- lipids such as lowering LDL cholesterol and/or increasing HDl cholesterol-, 
and treating hyperlipidemia , hypercholesterolemia, hypertriglyceridemia 
and atherosclerosis, were prepared E.g., a multistep synthesis of II is 
reported . 

IT 380460-00-4P 380460-02-6P 380460-04-8P 
380460-06-OP 38O460-13-9P 380460-17-3P 
380460-19-5P 38O460-21-9P 380460-23-1P 
380460-35-5P 

RL: RCT (Reactant); SPN ( Synthetic preparation ) ; PREP (Preparation); RACT 
{Reactant or reagent) 

(preparation of fused pyridine derivs. as HMG- CoA reductase inhibitors) 
RN 380460-00-4 CAPLUS 

CN [1] Benzoxepino [5, 4 -b] pyridine-3-carboxylic acid, 2-cyclopropyl-4- ( 4- 
fluorophenyl)-5,6-dihydro-, ethyl ester (9CI) (CA INDEX NAME) 




RN 380460-02-6 CAPLUS 

CN [1] Benzoxepino [5, 4-b] pyridine-3-methanol , 2-cyclopropyl -4 - ( 4-f luorophenyl ) - 
5,6-dihydro- ( 9CI ) (CA INDEX NAME) 




RN 380460-04-8 CAPLUS 

CN [1] Benzoxepino [ 5, 4-b] pyridine, 3- {bromomethyl ) -2-cyclopropyl-4- ( 4- 
f luorophenyl) -5,6-dihydro- ( 9CI ) (CA INDEX NAME) 




RN 3804 60-06-0 CAPLUS 

CN Phosphonic acid, [[ 2-cyclopropyl-4 -( 4 -f luorophenyl ) -5, 6- 

dihydro[l]benzoxepino[5,4-b]pyridin-3-yl]methyl]-, diethyl ester { 9CI ) 
(CA INDEX NAME) 
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RN 380460-13-9 CAPLUS 

CN [1] Benzoxepino [5, 4-b] pyridine, 2-cyclopropyl-3- 

( (diphenylphosphinyl ) methyl ] -4- ( 4 -f luorophenyl ) -5, 6-dihydro- ( 9CI ) ( 
INDEX NAME) 




,CH2 P- Ph 



Ph 



RN 380460-17-3 CAPLUS 

CN [1] Benzoxepino [5, 4-b] pyridine-3-carboxylic acid, 4- ( 4 -f luorophenyl ) -5, 6- 
dihydro-2-( 1-methylethyl)-, ethyl ester ( 9CI ) (CA INDEX NAME) 




RN 380460-19-5 CAPLUS 

CN [ 1 ] Benzoxepino [ 5, 4-b] pyridine-3-methanol , 4- ( 4-f luorophenyl ) -5, 6-dihydro 
(1-methylethyl)- (9CI) (CA INDEX NAME ) 



i-Pr 




RN 

CN 



380460-21-9 CAPLUS 

[ 1 ] Benzoxepino [ 5, 4-b] pyridine, 3- (brornomethyl ) -4 - ( 4-f luorophenyl ) -5, 6- 
dihydro-2-( 1-methylethyl )- ( 9CI ) (CA INDEX NAME) 
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RN 380460-23-1 CAPLUS 

CN [1] Benzoxepino [5, 4-b] pyridine, 3- [ (diphenylphosphinyl ) methyl ] -4- ( 4- 
fluorophenyl)-5,6-dihydro-2-(l-methylethyl)- ( 9CI ) (CA INDEX NAME) 



i-Pr 




Ph 



RN 380460-35-5 CAPLUS 

CN [1] Benzoxepino [ 5, 4-b] pyridine-3-carboxylic acid, 4- ( 4 -f luorophenyl ) -5, 6- 
dihydro-2-(l-methylethyl)-, methyl ester ( 9CI ) (CA INDEX NAME) 
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DN 128:128005 

TI Preparation of condensed pyridines for treatment of hyperlipoproteinemia 

and arteriosclerosis. 
IN Schmeck, Carsten; Mueller-Gliemann, Matthias; Schmidt, Gunter; Brandes, 

Arndt; Angerbauer, Rolf; Loegers, Michael; Bremm, Klaus-Dieter; Bischoff, 

Hilmar; Schmidt, Delf; Schuhmacher, Joachim 
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SO Ger. Offen., 44 pp. 
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AB Title compds . [I; A - (substituted) aryl; D — ' R5X, R6R7R8C; R5, R6 - 

cycloalkyl, (substituted) aryl, benzocondensed heterocyclyl ; R7 = H, halo; 
R8 = H, halo, N3, CF3, OH, OCF3, alkoxy, amino; E = cycloalkyl, alkyl, 
cycloalkylalkyl, hydroxyalkyl ; R7R8 - 0; R1R2 = (substituted) alkylene 
interrupted by O, S, S02, imino] , were prepared Thus, title compound (II) 
2+3 mg/kg orally in hamsters increased HDL levels by 9.21%. 
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OS CASREACT 113:78409; MAR PAT 113:78409 
GI For diagram(s), see printed CA Issue. 

AB The title compds . I [ring A is a (substituted) C or heterocyclic ring 

containing >1 unsatd. bond, such as ethylene or aromatic; Y = O, S; Z = 

NR1R2; Rl, R2 = (substituted) alkyl, alkoxy, C3-7 cycloalkyl, alkenyl, 

C3-7 alkynyl; or NR1R2 - (un) saturated (substituted) heterocyclyl ; R3-R5 = H, 

halo, (substituted) amino, (substituted) alkyl, alkoxy, etc.; R3 and R4 

(in meta and para positions) together may form a single radical containing 1 

or 2 O atoms] were prepared A mixture of benzothiophene II (R - NH2 ) and 

NaN02 in H20 containing H2S04 was stirred for 1 h and then mixed with aqueous 

The resulting mixture was heated at 60° for 1 h to give II (R = 

iodo). At 1000 ppm, 69 compds. I [e.g. II (R - N02 ) ] gave 80% inhibition 

of Phythophthora infestans. 



